The asymmetric unit of the tilte crystal structure is shown in the gure. Tables 1 and 2 contain details of the measurement method and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The mixture of 2,2-bis(hydroxymethyl)butyric acid (1.92 g, 13 mmol), 2-bromobenzaldehyde (2.21 g, 12 mmol), cyclohexane (15 mL), N,N-dimethylformamide (5 mL) and p-toluene sulfonic acid (0.13 g, 0.75 mmol) were re uxed with stirring for 5 h. After the mixture was cooled, sodium bicarbonate (0.06 g, 0.76 mmol) was added to neutralize the mixture and stirred at room temperature for 1 h. The solvent was evaporated under reduced pressure and then ethyl acetate was added to dissolve the residue. Subsequently, the solution was washed with brine (25 mL×2) and water (25 mL×2). Then the organic layer was dried with anhydrous sodium sulfate, ltered and evaporated. The product was recrystallized from ethyl acetate to a ord crystals (2.84 g, yield 75%).
Experimental details
All hydrogen atoms were identi ed in di erence Fourier synthesis. The methyl group and hydroxyl group were idealized and re ned using rigid groups allowed to rotate about the C-C bond and O-C bond (AFIX 137 option of the SHELXL-2013 program [9] ). All other H atoms were positioned geometrically. The U iso values of the hydrogen atoms of methyl group and hydroxyl group were set to 1.5Ueq(C) and the U iso values of all other hydrogen atons were set to 1.2Ueq(C). Some non-tting low-order re ections were omitted.
Discussion
Ketal compounds have a wide application in organic syntheses, that is because they are commonly used as a protection of carbonyl groups [1] . In addtition, this type of compounds have insecticidal as well as anti-foaming properties [2, 3] . The crystal structures of some similar 1,3-dioxanes have been reported [4] [5] [6] [7] . The new compound 2-(2-bromophenyl)-5-ethyl-1,3-dioxane-5-carboxylic acid was synthesized by the reaction of 2,2-bishydroxymethyl-butyric acid with 2-bromobenzaldehyde, with p-toluene sulfonic acid as catalyst, and its structure was determined by single-crystal X-ray structure analysis [8] . ) . All bond lengths are in the expected ranges. Hydrogen bonds connect adjacent acid molecules pairwise. The formation of such hydrogen bonded dimers is ubiquitously found in the structural chemistry of carboxylic acids.
